
0102030405060708090100110120130140150160170180190200
f1 (ppm)

20
.8

8
21

.7
9

25
.2

5
25

.3
0

26
.2

7
38

.8
9 

D
M

SO
39

.1
0 

D
M

SO
39

.3
1 

D
M

SO
39

.5
2 

D
M

SO
39

.7
3 

D
M

SO
39

.9
4 

D
M

SO
40

.1
5 

D
M

SO

62
.3

6

11
3.

89
11

6.
88

11
9.

42

14
5.

31
14

7.
14

14
8.

27

16
1.

95
16

3.
71

16
4.

82
16

6.
92

13C NMR (DMSO-d6)

N
H

O

N
H

O
O

O
N
H

O

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00

A
U

0.0

2.0e+1

4.0e+1

6.0e+1
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 Peak Number  Compound  Time  AreaAbs Area %Total Width Height Mass Found
 2  Found  1.75  2e+006 100.00 0  4e+007 0000, 347.0000

UPLC
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2-(Methylamino)-2-oxoethyl (E)-4-(2-oxo-1,2,5,6,7,8-hexahydroquinoline-3-carboxamido)but-2-enoate (4)
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Data S1 - Related to Compound Synthesis in STAR Methods. Compound NMR and UPLC data.



1H NMR (CDCl3)

SI-3-1

13C NMR (CDCl3)
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3,5-Dibromoisobenzofuran-1(3H)-one (SI-3-1)



1H NMR (DMSO-d6)

SI-3

13C NMR (DMSO-d6)
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3: UV Detector: TAC: Wavelength Range: (210 - 400) Smooth (Mn, 2x3)

(8)
96%

228.0(17%)
228.0(41%)

1.90
8783770

(7)
2%

1.83
193869

(15)
2%

228.0(3%)
3.04
149267

Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00

A
U

0.0

5.0e+1

1.0e+2

1.5e+2

 Peak Number  Compound  Time  AreaAbs Area %Total Width Height Mass Found
 7  1.83  2e+005 2.12 0  8e+006 Not Found
 8  Found  1.90  9e+006 96.24 0  2e+008 0000, 228.0000

 15  Found  3.04  1e+005 1.64 0  6e+006 ound, 228.0000

5-Bromo-3-hydroxyisobenzofuran-1(3H)-one (SI-3) 



1H NMR (DMSO-d6)

SI-4

13C NMR (DMSO-d6)

UPLC
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 Peak Number  Compound  Time  AreaAbs Area %Total Width Height Mass Found
 3  Found  1.62  8e+006 97.70 0  3e+008 0000, 230.0000
 5  2.00  2e+005 2.30 0  8e+006 Not Found

3-Hydroxy-5-(1-methyl-1H-pyrazol-4-yl)isobenzofuran-1(3H)-one (SI-4)



1H NMR (DMSO-d6)
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13C NMR (DMSO-d6)

UPLC
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rebmuN kaeP dnuopmoC emiT sbAaerA latoT% aerA htdiW thgieH dnuoF ssaM 
 3 dnuoF 02.2 600+e7 00.001  0 800+e2 434.0000, 434.0000

Sodium (E)-2-(3-(2,6-difluoro-4-(1H-pyrazol-4-yl)phenyl)-3-oxoprop-1-en-1-yl)-4-(1-methyl-1H-pyrazol-4-yl)-
benzoate (5)
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